Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.006 Å; R factor = 0.058; wR factor = 0.153; data-to-parameter ratio = 14.0. organic compounds o2436 Mahmood et al.
In the title compound, C 14 H 16 N 2 O 3 S, the dihedral angle between the phenyl and 5-methylfuran groups is 54.89 (14) and the C N bond assumes a trans conformation. In the crystal, inversion dimers linked by pairs of N-HÁ Á ÁO hydrogen bonds generate R 2 2 (8) ring motifs. The dimers are interlinked by N-HÁ Á ÁN hydrogen bonds, resulting in the formation of infinite chains extending along the b axis. The packing is consolidated by weak C-HÁ Á Á interactions.
Related literature
For biochemical background and related crystal structures, see: Chohan et al. (2008) ; Davis et al. (2007) ; Li (2006) ; Suo (2008) ; For graph-set notation, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Cg1 and Cg2 are the centroids of furan (C10-C13/O3) and phenyl (C1-C6) rings, respectively. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 2; (ii) x; y þ 1; z; (iii) Àx þ 1; Ày; Àz þ 1; (iv) x; y; z À 1; (v) x; y À 1; z.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON.
sulfonamide drugs, studying their bio-activity and the formation of their metal complexes.
The crystal structures of (II) 4-(2-(3-ethyl-4-methyl-2-oxo-3-pyrrolidine-1-carboxamido)ethyl) benzenesulfonamide (Li, 2006) , (III) N-(2-(4-(aminosulfonyl)phenyl)ethyl)-2-(4-hydroxyphenyl)acetamide (Davis et al., 2007) , (IV) 4-(2-((5-chloro-2-hydroxybenzylidene)amino)ethyl)benzenesulfonamide (Chohan et al., 2008) and (V) (E)-4-[(5-methyl-2furyl)methyleneamino]benzenesulfonic acid (Suo, 2008) have been published which are related to the title compound.
In (I), the thiophenol A (C1-C6/S1) and 5-methylfuran-2-yl B (C10-C14/O3) are planar with r. m. s. deviations of 0.0037 and 0.0029 Å, respectively. The dihedral angle between A/B is 54.89 (14)°. The S-atom is at a distance of -0.4487 (19) Å from the plane formed by (O1/O2/N1). The central group of N-methylideneethanamine makes a torsion angle of -136.6 (4)°.
In the title compound an S(5) ring motif (Bernstein et al., 1995) is formed due to C-H···O type of intramolecular H-bonding.
The molecules are dimerized due to N-H···O type of intermolecular H-bonding (Table 1, (Table 1) play an important role.
An ethanol solution (15 ml) of sulfonamide (0.20 g, 1 mmol) was added to the solution of 5-methylfuran-2-carbaldehyde (0.099 ml, 1 mmol) in ethanol (10 ml). The reaction mixture was refluxed for 4 h. The solution was cooled to room temperature, filtered and volume reduced to about one-third using rotary evaporator. It was then allowed to stand for 5 days, after which dark yellow plates of (I) were obtained.
Refinement
The coordinates of H-atoms of amine were refined and the other H-atoms were positioned geometrically (C-H = 0.93-0.97 Å) and refined as riding with U iso (H) = xU eq (C, N), where x = 1.5 for methyl and x = 1.2 for all other H-atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.74690 (11) 0.53303 (11) Geometric parameters (Å, °) S1-O1 1.441 (3) C10-C11 1.357 (5) S1-O2 1.428 (3) C11-C12 1.402 (7) S1-N1 1.582 (4) C12-C13 1.346 (5) S1-C4 1.743 (4) C13-C14 1.482 (6) Hydrogen-bond geometry (Å, °) Cg1 and Cg2 are the centroids of furan (C10-C13/O3) and phenyl (C1-C6) rings, respectively.
D-H···A D-H
H···A D···A D-H···A N1-H1A···O1 i 0.80 (4) 2.18 (4) 2.928 (5) 155 (4) N1-H1B···N2 ii 0.82 (4) 2.25 (5) 3.015 (5) 156 (5) C6-H6···Cg1 iii 0.93 2.87 3.596 (4) 
